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Crystal preparation and X-ray diffraction analysis of compound 3n
Crystal preparation of compound 3n.
Compound 3n (20 mg) was dissolved in 6 mL of petroleum ether/ethyl acetate = 5:1, and it was crystallized to give crystal as colorless prisms after the solvent was slowly volatilized in 3 days at room temperature (~ 25 °C).
X-Ray diffraction analysis of compound 3n. Table 2 . Atomic coordinates ( x 10^4) and equivalent isotropic displacement parameters (A^2 x 10^3) for a. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor x y z U(eq) C (1) 1989 (3) 8021 (3) 1811 (2) 43(1) C (2) 2563 (3) 6253 (3) 1485 (2) 45(1) C (3) 2170 (4) 5754 (4) 319 (2) 66(1) C (4) 3480 (3) 4902 (3) 2278 (2) 49(1) C (5) 3790 (3) 5300 (3) 3366 (2) 46(1) C (6) 3154 (3) 7109 (3) 3696 (2) 38(1) C (7) 2474 (3) 9620 (3) 4599 (2) 36(1) C (8) 1839 (3) 10084 (3) 3474 (2) 37(1) C (9) 2380 (3) 10810 (3) 5575 (2) 37(1) C (10) 1763 (3) 12693 (3) 5452 (2) 46(1) C (11) 1756 (3) 13752 (3) 6379 (2) 55(1) C (12) 2348 (3) 12968 (3) 7439 (2) 50(1) C (13) 2942 (3) 11108 (3) 7565 (2) 48(1) C (14) 2961 (3) 10028 (3) 6646 (2) 43(1) Cl (1) 3674 (1) 10108 (1) 8906 (1) 80(1) N (1) 969 (3) 11765 (2) 3052 (2) 53(1) N (2) 2294 (2) 8429 (2) 2906(1) 37(1) N (3) 3263 (2) 7824 (2) 4726 (2) 40 ( (14) 1.376(3) C(9)-C (10) 1.386(3) C(10)-C (11) 1.374(3) C(10)-H (10) 0.9300 C(11)-C (12) 1.368(3) C(11)-H (11) 0.9300 C(12)-C (13) 1.368(3) C(12)-H (12) 0.9300 C(13)-C (14) 1.376(3) C(13)-Cl (1) 1.729(2) C (14)-H(14) 0.9300
126.9(2) N(2)-C(8)-C (7) 105.12 (17) C(14)-C(9)-C(10) 118.6(2) C(14)-C(9)-C (7) 118.91(19) C(10)-C(9)-C (7) 122.5(2) C(11)-C(10)-C(9) 120.5(2) C(11)-C(10)-H (10) 119.8 C(9)-C(10)-H (10) 119.8 C(12)-C(11)-C(10) 120.7(2) C(12)-C(11)-H (11) 119.6 C(10)-C(11)-H (11) 119.6 C(13)-C(12)-C (11) 118.8(2) C(13)-C(12)-H (12) 120.6 C(11)-C(12)-H (12) 120.6 C(12)-C(13)-C (14) 121.2(2) C(12)-C(13)-Cl (1) 119.12(19) C(14)-C(13)-Cl (1) 119.69(19) C(13)-C(14)-C (9) 120.2(2) C(13)-C(14)-H (14) 119.9 C(9)-C(14)-H (14) 119
106.03(17) 
